Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.032; wR factor = 0.099; data-to-parameter ratio = 14.5.
Experimental
Crystal data C 12 H 10 Br 3 NO 2 M r = 439.94 Monoclinic, P2 1 =c a = 8.5045 (9) Å b = 7.2551 (8) Å c = 21.556 (2) Å = 94.720 (2) V = 1325.5 (3) Å 3 Z = 4 Mo K radiation = 9.12 mm À1 T = 296 K 0.20 Â 0.18 Â 0.15 mm
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.263, T max = 0.342 7355 measured reflections 2457 independent reflections 2002 reflections with I > 2(I) R int = 0.034 3 standard reflections every 200 reflections intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.032 wR(F 2 ) = 0.099 S = 1.01 2457 reflections 169 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.63 e Å À3 Á min = À0.56 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo,1995); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, o1013 [doi:10.1107/S1600536812009221] 3,6,8-Tribromo-7-ethylamino-4-methyl-2H-chromen-2-one Ting Zhang, Hai-tao Xi, Chun-bao Miao, Liang Chen and Xiao-qiang Sun
Comment
The title compound is used as an important intermediate in the synthesis of fluorescent tracers (Belluti et al., (2010) . The 2H-chromen ring in the title molecule ( Fig. 1 ) is essentially planar (rmsd 0.022) with ethylamino group oriented at 13.9 (5)° with respect to the ring. The molecular dimensions of the title compound are in agreement with the corresponding dimensions of the structure of a related compound (Kruszynski et al., 2005) .
In the crystal of the title compound, there are only N-H···Br and C-H···Br intramolecular hydrogen bonds which stabilize the molecular structure.
Experimental
The title compound was prepared by a method reported in the literature (Belluti et al., (2010) ). To a suspension of 4methyl-7-N,N-diethylamino coumarin (10 mmol, 2.31 g) and bromosuccinimide (11 mmol, 1.95 g) in carbon tetrachloride (100 ml), a catalytic amount of benzoyl peroxide was added. The reaction mixture was refluxed for 8 h, the succinimide thus produced during the reaction was filtered off, and the solvent was washed with water, dried and removed under reduced pressure to afford the title compound as a pale yellow product. Colorless block of the title compound were grown in ethanol (20 ml) by evaporating the solvent slowly at room temperature for about 5 days.
Refinement
All H atoms were positioned geometrically and constrained to ride on their parent atoms, with C-H = 0.93 Å for aromatic H and 0.86 (1) Å for N-H; with U iso (H) = xU eq (C), where x = 1.2 for aromatic H, and x = 1.5 for other H.
Computing details
Data collection: CAD-4 Software (Enraf-Nonius, 1985) ; cell refinement: CAD-4 Software (Enraf-Nonius, 1985 The molecular structure of (I), with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
A packing diagram for (I). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Br2-C2-C1-O2 1.4 (6) C6-C7-N1-C13 160.2 (5) C3-C2-C1-O1 0.0 (6) C7-N1-C13-C14 −169.4 (5) Br2-C2-C1-O1 179.5 (3) 
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